The asymmetric unit of the title compound, C 27 H 46 , contains two crytallographically independent cholest-5-ene molecules (A and B) . In each molecule, the three six-membered rings are all in chair conformations, while the five-membered ring is in a twist conformation. The terminal isopropyl group of molecule A has a (À)-gauche conformation, whereas that of molecule B has a (+)-gauche conformation. No significant intermolecular interactions are observed in the crystal structure.
Related literature
For details of steroidal heterocyclic derivatives, see: Kwon et al. (1995) ; Jindal et al. (2001) ; Hoyte et al. (2002) . For reported melting-point details, see: Dauben & Takemura (1953) . For a related structure, see: Coles et al. (2002) . For ring conformations, see: Cremer & Pople (1975) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986 Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). angles agree well with those of other cholesterol derivatives. The conformations are quite similar for the tetracyclic ring systems in molecules A and B. The structure is composed of four fused carbon rings with two methyl substituents, and an alkyl side chain. In each molecule, the three six-membered rings are all in the chair conformation [Ring A (C1A-C5A/C10A):(C1B-C5B/C10B): Q = 0.540 (2)/0.554 (2) Å; θ = 4.1 (2)/9.7 (2)° and φ = 80 (3) The crystal structure of 5α-cholestane has been previously reported by Coles et al. (2002) . The present structure is very similar to the previously reported 5α-cholestane [C5-C6 = 1.518 (4) Å in molecule A and 1.523 (4) Å in molecule B]. Here, we observed that the C5-C6 bond length is 1.331 (2) Å in molecule A and 1.331 (3) Å in molecule B, clearly indicating that C5═C6 is a double bond.
The C17-C27 tails of the two molecules are almost fully extended, as in most cholesterol derivatives. The torsion angles C23A-C24A-C25A-C26A of 59.8 (2)° and C23A-C24A-C25A-C27A of -175.69 (18)° show that the terminal isopropyl group has a (-)-gauche conformation in molecule A, whereas molecule B has a (+)-gauche conformation [C23B-C24B-C25B-C27B = 173.0 (2)° and C23B-C24B-C25B-C26B = -62.6 (3)°].
There are seven chiral centres in each molecule. From the structure presented, these centers exhibit the following relative chiralities: C8A = R; C9A = S; C10A = R; C13A = R; C14A = S; C17A = R and C20A = R (molecule A), C8B = R; C9B = S; C10B = R; C13B = R; C14B = S; C17B = R and C20B = R (molecule B). The absolute configuration cannot be determined as there is not enough anomalous dispersion.
In the crystal structure, no significant intermolecular interactions are observed.
Experimental 3β-Chlorocholest-5-ene (10 g) was dissolved in warm amyl alcohol (230 mL) and sodium metal (20 g) was added in small portions to the solution with continuous stirring over a period of 8 h. The reaction mixture was warmed occasionally. When all sodium metal was dissolved, the reaction mixture was poured into water, acidified with dilute hydrochloric acid and supplementary materials sup-2 allowed to stand overnight. A white crystalline solid obtained was filtered under suction and washed thoroughly with water and air dried. Recrystallization of the crude material from acetone yielded colourless cubic-shaped cholest-5-ene crystals (8.3 g). M.p. 93°C (reported m.p. 89-91.2°C; Dauben & Takemura, 1953) .
Refinement
All hydrogen atoms were positioned geometrically [C-H = 0.98-1.00 Å] and were refined using a riding model, with U iso (H) = 1.2 U eq (C) or 1.5 U eq (C) for methyl H atoms. A rotating group model was applied to the methyl groups. 7194 Friedel pairs were merged for the final refinement as there is not enough anomalous dispersion to determine the absolute configuration. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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